Key indicators: single-crystal X-ray study; T = 103 K; mean (C-C) = 0.002 Å; R factor = 0.036; wR factor = 0.098; data-to-parameter ratio = 15.7.
In the title compound, C 11 H 16 N 8 O, the tetrazine and pyrazole rings form a dihedral angle of 48.75 (2) . In the crystal, N-HÁ Á ÁO and N-HÁ Á ÁN hydrogen bonds link the molecules into layers parallel to (101).
Related literature
For related structures, see: Xu et al. (2010 Xu et al. ( , 2011 . For applications of 1,2,4,5-tetrazine derivatives, see: Sauer (1996) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). derivatives (Xu et al., 2010; 2011) , we present here the title compound (I).
In (I) (Fig.1) , the tetrazine and pyrazole rings form a dihedral angle of 48.75 (2)°. The N14/N15/C16/O17 and C16/ C18/C19 planes make the dihedral angles of 82.56 (2)° and 83.83 (2)°, respectively, with the tetrazine ring. Intermolecular N-H-N and N-H-O hydrogen bonds (Table 1 ) link molecules into layers parallel to (101) plane (Fig. 2) .
Experimental 3,6-Bis(3,5-dimethyl-1H-pyrazol-1-yl)-1,2,4,5-tetrazine (3.0 mmol), chloroform (10 ml) and pyridine(0.25 ml,3.1 mmol) were mixed. Butyryl chloride(3.0 mmol) in chloroform (10 ml) was added dropwise with stirring at room temperature. After the starting 1,2,4,5-tetrazine was completely consumed (the reaction courses was monitored by TLC, ethyl acetate system), evaporation of the chloroform, crude product was obtained and purified by preparative thin-layer chromatography over silica gel GF254(2 mm) (dichloromethane: petroleum ether=1:1). The solution of the compound in anhydrous ethanol was concentrated gradually at room temperature to afford single crystals, which was suitable for X-ray diffraction.
Refinement N-bound H atoms were located on a difference map and isotropically refined with N-H bond length restrained to 0.89 (2) Å. Methyl H atoms were placed in calculated positions with C-H = 0.96 Å and torsion angles were refined to fit the electron density, with U iso (H) = 1.5U eq (C). Other C-bound H atoms were placed in calculated positions with C-H = 0.93 Å, and refined in riding mode, with U iso (H) = 1.2U eq (C).
Figures Fig. 1 . The molecular structure of (I) shown with 30% probability displacement ellipsoids.
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